Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.011 Å; R factor = 0.058; wR factor = 0.094; data-to-parameter ratio = 15.5. organic compounds o1824 Qian et al.
In the crystal structure of the title compound, C 8 H 6 Br 2 FNO, C-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonding results in sixmembered rings and links the molecules into chains running parallel to the c axis. The dihedral angle between the fluorophenyl ring and the acetamide group is 29.5 (5) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009 ). supplementary materials Acta Cryst. (2012) . E68, o1824 [doi:10.1107/S1600536812021174] 2,2-Dibromo-N-(4-fluorophenyl)acetamide Xiangjun Qian, Zheng Fang, Shuxin Bao, Kai Guo and Ping Wei Comment As a part of our studies on the synthesis of Ezetimibe (Fang et al., 2012) , the title compound which is one of the derivates of an intermediate, has been synthesized and its crystal structure is reported in this paper.
Related literature
In the title molecule ( Fig. 1) , the dihedral angle between fluorophenyl ring (F/C3-C8) and acetamide group (O/N/C1/C2) group is 29.5 (5)°. The carbonyl O atom is hydrogen bonded to hydrogen atoms at N and C1, resulting in six membered rings linking the molecules into chains running parallel to the c-axis ( Fig. 2 and Tab. 1). The bond distances and angles in the title molecule are in excellent agreement with the corresponding bond distances and angles reported in closely related structures (Gowda et al., 2009; Feng et al., 2012) .
Experimental
To 3-ethoxy-N-(4-fluorophenyl)acrylamide (1 g) was added 1,4-dioxane (20 ml) and water (20 ml) in a 50 ml flask. The solution was cooled to 273 K in an ice bath and N-bromosuccinimide (1.6 g) was added after 30 minutes. The solution was stirred at room temperature for 3 h. Then, the solution was heated to 353 K, after 40 minutes, the resulting mixture was concentrated under vacuum, the solid was collected by vacuum filtration, washed with cold water. Finally, the product was separated by silica gel column (yield = 59%). Crystals of the title compound suitable for X-ray diffraction were obtained by slow evaporation of an ethanol solution.
Refinement
All H atoms were positioned geometrically and refined using a riding model, with N-H = 0.86 Å and C-H = 0.93 and 0.98 Å, for aryl and methyne H-atoms, respectively. The U iso (H) were allowed at 1.2U eq (N/C).
Computing details
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software (Enraf-Nonius, 1989); data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) , ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.050 (5) 0.036 (5) 0.028 (5) −0.006 (4) −0.010 (4) −0.001 (4) C4 0.079 (7) 0.042 (6) 0.036 (5) −0.004 (5) 0.009 (5) 0.004 (4) C5 0.063 (6) 0.039 (6) 0.075 (7) −0.014 (5) 0.012 (5) 0.014 (5) C6 0.043 (5) 0.040 (6) 0.078 (7) 0.004 (5) 0.007 (5) −0.004 (5) C7 0.064 (6) 0.054 (6) 0.051 (6) −0.005 (5) 0.014 (5) −0.011 (5) C8 0.056 (5) 0.044 (5) 0.037 (5) 0.000 (5) 0.009 (4) 0.010 (4)
Geometric parameters (Å, º)
F-C6 1.394 (8) C3-C4 1.392 (9) Br1-C1 1.923 (7) C4-C5 1.344 (9) Br2-C1 1.896 (7) C4-H4A 0.9300 O-C2 1.205 (7) C5-C6 1.386 (10) N-C2 1.339 (8) C5-H5A 0.9300 N-C3 1.436 (8) C6-C7 1.354 (10) N-H0A 0.8600 C7-C8 1.340 (9) C1-C2 1.536 (10) C7-H7A 0.9300 C1-H1A 0.9800 C8-H8A 0.9300 C3-C8 1.384 (9) 
